DFT calculation was conducted using Gaussian 09.
Synthesis

Preparation of 1,3,5-tris((1-((S)-2-methoxypropyl)-1H-imidazol-2-yl)ethynyl)benzene:
To a flame dried 2-necked flask containing CuI (16 mg, 0.08 mmol), 1,3,5-tris((trimethylsilyl)ethynyl)benzene (300 mg, 0.8 mmol), PPh 3 (22 mg, 0.08 mmol), (S)-2-iodo-1-(2-methoxypropyl)-1H-imidazole (870 mg, 3 mmol), degassed THF (10 mL), and degassed triethylamine (10 mL) were added. Then Pd(PPh 3 ) 2 Cl 2 (58 mg, 0.08 mmol) and TBAF (1M in THF, 4 mL) were added. This solution was stirred at 50 °C for 1 day. The reaction mixture was filtered, and the filtrate was evaporated. The crude product was dissolved in chloroform and washed with saturated aqueous ammonium chloride. The organic layer was dried over anhydrous sodium sulfate. After evaporation, the crude product was purified by column chromatography on silica gel (chloroform/methanol = 9/1) and GPC with chloroform to give 1,3,5-tris 
